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The title compound, C 8 H 4 ClNO 2 , is almost planar (r.m.s. deviation for the non-H atoms = 0.023 Å ). In the crystal, N-HÁ Á ÁO hydrogen bonds link the molecules into C(4) chains propagating in [001] and C-HÁ Á ÁO interactions cross-link the chains.
Related literature
For further synthetic details, see: Silva et al. (2001) . For reference bond lengths, see: Allen et al. (1987) .
Experimental
Crystal data C 8 H 4 ClNO 2 M r = 181.57 Orthorhombic, Pna2 1 a = 24.706 (5) Å b = 5.6890 (11) Å c = 5.209 (1) Å V = 732.1 (2) Å 3 Z = 4 Mo K radiation = 0.47 mm À1 T = 293 K 0.10 Â 0.05 Â 0.05 mm Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày; z À 1 2 ; (ii) x; y À 1; z À 1.
Data collection
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1994); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97. which was evaluated as novel nonsteroidal anti-inflammatory agents. We report herein the crystal structure of the title compound.
Structure Reports Online
In the molecule of the title compound (Fig 1) , the bond lengths (Allen et al., 1987) and angles are within normal ranges. Rings A (N/C1-C3/C8) and B (C3-C8) are nearly coplanar, and they are oriented at dihedral angles of A/B = 0.30 (3).
In the crystal structure, intermolecular N-H···O interaction may be effective in the stabilization of the structure.
Experimental
For the preparation of the title compound, the method developed by Sandmeyer is the oldest and the most frequently used. It consists in the reaction of 4-chloroaniline with chloral hydrate and hydroxylamine hydrochloride in aqueous sodium sulfate to form an 4-chloroisonitrosoacetanilide, which after isolation, when treated with concentrated sulfuric acid, furnishes the title compound in 75% overall yield (Silva et al., 2001) . Red blocks of (I) were obtained by slow evaporation of a methanol solution (m.p. 520 K).
Refinement
H atoms were positioned geometrically, with N-H = 0.86 Å (for NH) and C-H = 0.93 Å for aromatic, respectively, and constrained to ride on their parent atoms, with U iso (H) = xU eq (C,N), where x = 1.5 for NH H and x = 1.2 for all other H atoms. Fig. 1 . View of the title compound with displacement ellipsoids for non-H atoms drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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